Monoclinic, C2=c a = 30.5729 (6) Å b = 11.8625 (2) Å c = 19.8975 (5) Å = 96.732 (1) V = 7166.5 (3) Å 3 Z = 16 Mo K radiation = 0.10 mm À1 T = 295 K 0.60 Â 0.31 Â 0.12 mm
Data collection
Bruker APEXII CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2003) T min = 0.961, T max = 0.989 10802 measured reflections 6278 independent reflections 4790 reflections with I > 2(I) R int = 0.027 Refinement R[F 2 > 2(F 2 )] = 0.083 wR(F 2 ) = 0.193 S = 1.26 6278 reflections 492 parameters H-atom parameters constrained Á max = 0.27 e Å À3 Á min = À0.26 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 and Cg2 are the centroids of the N4/C26/C28/C29/C31 and N5/C21-C23/ C25 rings, respectively. Data collection: APEX2 (Bruker, 2007); cell refinement: APEX2 and SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL. Fig. 1 . Molecular structure of the title compound with the atom-numbering scheme. Displacement ellipsoids are drawn at the 30% probability level. Hydrogen atoms are omitted for clarity. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
{2-[(3,5-Dimethyl-2H-pyrrol-2-ylidene-κN)(4-nitrophenyl)methyl]-3,5-dimethyl-1H-pyrrol-1-ido- κN}difluoridoboron
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq F2 0.40972 (7) 0.4438 (2) 0.09898 (13) 0.0572 (7) F3 0.70073 (9) 0.6621 (2) 0.00916 (13) 0.0657 (7) F4 0.66392 (7) 0.7021 (2) 0.09842 (13) 0.0587 (7) F1 0.44996 (9) 0.3905 (2) 0.01603 (13) 0.0635 (7) 
Hydrogen-bond geometry (Å, °)
Cg1 and Cg2 are the centroids of the N4/C26/C28/C29/C31 and N5/C21-C23/C25 rings, respectively. 
